Predicted Bioaccumulation factor for 1897-45-6 from Consensus method

Prediction results

Endpoint Experimental value (CAS= 1897-45-6) Predicted value?
Sources: Dimetrov 2005, Arnot 2006, and Zhao 2008

Bioaccumulation factor Log10 1.25 1.65

Bioaccumulation factor 17.82 44.20

aNote: the test chemical was present in the external test set.

Individual Predictions Test chemical

Method Predicted value
Log10
Hierarchical clustering 1.81
Single model 2.22
Group contribution 2.00
Nearest neighbor 0.54

Predictions for the test chemical and for the most similar chemicals in the
external test set

Note: No chemicals in the test set exceed a minimum similarity coefficient of 0.5 for comparison purposes

Predictions for the test chemical and for the most similar chemicals in the
training set

If the predicted value matches the experimental values for similar chemicals in the training set (and the similar
chemicals were predicted well), one has greater confidence in the predicted value.

Chemicals MAE*
Entire set 0.42
Similarity coefficient > 0.5 0.32

*Mean absolute error in Log10

CAS Structure Similarity Experimental value Predicted value


http://www.tandfonline.com/doi/abs/10.1080/10659360500474623
http://www.nrcresearchpress.com/doi/abs/10.1139/a06-005
http://www.sciencedirect.com/science/article/pii/S0045653508011922
https://comptox.epa.gov/dashboard/assets/casnum_toxruns/1897-45-6/baf/PredictionResultsSinglemodel.html
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